In the title compound, C 18 H 29 N 3 O, a polysubstituted guanidine, the torsion angles indicate that the guanidine unit and the carbonyl group are almost perpendicular to one another [O-C-N-C= À7.40 (18), C-N-C-N= À97.21 (15) and 86.41 (13) ]. The crystal packing is stablized by intermolecular N-HÁ Á ÁO hydrogen bonds, which link the molecules into a chain. (2007, 2008, 2009 Table 1 Hydrogen-bond geometry (Å , ). (17) 2.01 (2) 2.830 (2) 165 (1) Symmetry code: (i) x À 1 2 ; Ày þ 1 2 ; Àz.
Related literature
Data collection: CrysAlis CCD (Oxford Diffraction, 2006); cell refinement: CrysAlis RED (Oxford Diffraction, 2006) ; data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97.
Isobe, 2002).
The title compound (Fig. 1) is a typical tetra-substituted guanidine with normal geometric parameters (Cunha et al., 2005; Murtaza et al., 2007 Murtaza et al., , 2008 Murtaza et al., , 2009 This is probably due to the absence of intramolecular N-H···O hydrogen bonding forming a six-membered ring, which is commonly observed in this class of compounds (Cunha et al., 2005) .
The crystal packing of the title compound shows intermolecular N-H···O hydrogen bonds, which link the molecules into a continuous chain ( Fig. 2) .
Experimental 1-phenyl-3-(pivaloyl)thiourea (0.236 g, 1 mmol) [Rauf et al., 2009] , dissolved in 10 ml of DMF, was placed in a two neck round bottom flask. Dipropylamine (0.14 g, 1 mmol) and triethylamine (0.28 ml, 2 mmol) were added and the mixture was stirred well at a temperature below 278 K. Mercuric chloride (0.272 g, 1 mmol) was then added and the mixture was stirred vigorously for 20 h. The progress of the reaction was monitored by TLC, untill the completion of reaction. When all the thiourea had been consumed, 20 ml of CH 2 Cl 2 was added and the suspension was filtered through a cintered glass funnel to remove residual HgS, formed as a byproduct during the reaction. The solvent was then evaporated under reduced pressure and the residue dissolved in 20 ml of CH 2 Cl 2 . Other byproducts were extracted out with water (4×30 ml). The organic phase was dried over anhydrous MgSO 4 and then filtered. The solvent was evaporated and the product was further purified by column chromatography. The target guanidine was recrystallized using ethanol. supplementary materials sup-2
Refinement
The NH H-atom was located in a different electron-density map and freely refined: N-H = 0.837 (17) Å. The C-bound H-atoms were included in calculated positions and treated as riding atoms: C-H = 0.95 -0.98 Å with U iso (H) = k × U eq (C), where k = 1.2 for H-aromatic, and 1.5 for H-methyl. Table 1 for details). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1 0.64742 (9) 0.28579 (7) 0.00092 (7 (12) 0.0296 (7) −0.0249 (11) 0.0002 (9) 0.0103 (8) C35 0.0958 (15) 0.0657 (11) 0.0334 (7) 0.0116 (11) −0.0007 (9) 0.0094 (7) C36 0.0615 (10) 0.0613 (9) 0.0364 (7) 0.0057 (8) 0.0063 (7) 0.0039 (7) Geometric parameters (Å, °) (2) 165 (1) Symmetry codes: (i) x−1/2, −y+1/2, −z.
supplementary materials sup-8 
